: Inter-and intra-molecular hydrogen bonding in HPPH-lipid bilayer molecular dynamics simulations. An intramolecular hydrogen bond is shown in magenta between the porphyrin ring of HPPH-lipid and the glycerol backbone (left panel). An intermolecular bond is shown in magenta between two HPPH-phospholipid monomers (right panel).
.13(f) (dd, J = 19.7 Hz, 1H, CH(CH 2 ) 2 ), 4.50(g) and 4.30(i) (d, J = 6.7 Hz, 2H, COOCH 2 CH), 4.39(h) (s, 1H, CH(CH)CH 2 ), 4.30(j) (s, 1H, CH(CH)CH 2 ), 4.18-4.06(k) (t, J=12.8, 2H, OCH 2 CH 2 ), 3.84(l) (d, J = 23.2 Hz, 2H, CH 2 (CH)(PO 4 )), 3.66(m) (d, J = 7.8 Hz, 2H, CH 2 (CH 2 )N(CH 3 ) 3 ), 3.57(n)(m, 2H, CH 2 CH 3 ), 3.38(o) (s, 3H, C-CH 3 ), 3.33(p) (s, 3H, C-CH 3 ), 3.27(q1) (S, 3H, C-CH 3 ), 3,27(q2) (t, J=11.6, 2H, OCH 2 ), 3.08(r) (s, 9H, N(CH 3 ) 3 ), 2.75(s) (m, 2H, CH 2 COO), 2.26-2.16(t) (t, J=14.7, 2H, CH 2 (CH 2 )COO), 2.11(u) (d, J = 6.4 Hz, 2H, CH 2 (CH)CH 2 COO), 1.81(v) (dd, J = 4.8 Hz, 2H, CH 2 (CH 2 )(CH 2 ) 12 ), 1.73(w) (d, J = 22.4 Hz, 3H, CH 3 CH), 1.68(x) (t, J = 7.5 Hz, 3H, CH 3 CH 2 ), 1.49(y) (d, J = 7.3 Hz, 3H, CH 3 CH), 1.36 -0.95(z) (several H, (CH 2 ) 12 and (CH 2 ) 4 ), 0.86(a1) (t, J = 6.9 Hz, 3H, CH 3 CH 2 ), 0.79(b1) (s, 3H, CH 3 CH 2 ), -1.74 (br, 1H).
